Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.057; wR factor = 0.128; data-to-parameter ratio = 16.0.
In the title molecule, C 20 H 13 N 3 S, the triazoloisoquinoline ring system is approximately planar, with an r.m.s. deviation of 0.045 Å and a maximum deviation of 0.090 (2) Å from the mean plane for the triazole ring C atom which is bonded to the thiophene ring. The phenyl ring is twisted by 52.0 (1) with respect to the mean plane of the triazoloisoquinoline ring system. The thiophene ring is rotationally disordered by approximately 180 over two sites, the ratio of refined occupancies being 0.73 (1):0.27 (1).
Related literature
For the synthesis and antihelmintic activity of triazolo compounds similar to the title compound, see: Nadkarni et al. Data collection: SMART (Bruker, 2004); cell refinement: SAINT (Bruker, 2004); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: X-SEED (Barbour, 2001); software used to prepare material for publication: publCIF (Westrip, 2010). Fig. 1 . Thermal ellipsoid plot (Barbour, 2001) of C 20 H 13 N 3 S at the 50% probability level; hydrogen atoms are drawn as spheres of arbitrary radius. The disorder is not shown. Geometric parameters (Å, °) S1-C11 1.708 (3) C10-C11 1.459 (4) S1-C14 1.752 (4) C11-C12 1.344 (5) S1'-C11 1.667 (5) C11-C12' 1.355 (8) S1'-C14'
Figures

5-Phenyl
1.717 (9) C12-C13 1.331 (6) C11-S1-C14 90.5 (2) C10-C11-S1' 118.2 (3) C11-S1'-C14' 84.6 (8) C12-C11-S1 105.3 (3) C9-N1-C10 104.0 (2) C10-C11-S1 124.2 (2) C9-N1-C1 121.5 (2) S1'-C11-S1 117.3 (2) C10-N1-C1 134.5 (2) C13-C12-C11 124.5 (5) C13'-C14'-S1' 121.1 (17) C4-C5-H5 119.8 C13'-C14'-H14B 119.4 C6-C5-H5 119.8 S1'-C14'-H14B 119.4 C7-C6-C5 120.6 (3) C20-C15-C16 119.1 (3) C7-C6-H6 119.7 C20-C15-C1 118.8 (3) C5-C6-H6 119.7 C16-C15-C1 122.0 (3) C6-C7-C8 119.7 (3) C15-C16-C17 119.6 (3) C6-C7-H7 120.2 C15-C16-H16 120.2 C8-C7-H7 120.2 C17-C16-H16 120.2 C3-C8-C7 119.9 (3) C18-C17-C16 120.9 (3) C3-C8-C9 117.2 (2) C18-C17-H17 119.6 C7-C8-C9 122.8 (3) C16-C17-H17 119.6 N2-C9-N1 110.8 (3) C17-C18-C19 119.5 (3) N2-C9-C8 127.9 (2) C17-C18-H18 120.2 N1-C9-C8 121.2 (3) C19-C18-H18 120.2 N3-C10-N1 109.2 (2) C18-C19-C20 120.0 (3) N3-C10-C11 122.3 (2) C18-C19-H19 120.0 N1-C10-C11 128.5 (2) C20-C19-H19 120.0 C12-C11-C12' 99.4 (9) C19-C20-C15 120.9 (3) C12-C11-C10 130.1 (3) C19-C20-H20 119.6 C12'-C11-C10 128.3 (9) C15-C20-H20 119.6 C12'-C11-S1' 111.4 (9)
